Key indicators: single-crystal X-ray study; T = 293 K; mean (C-C) = 0.013 Å; disorder in solvent or counterion; R factor = 0.070; wR factor = 0.170; data-toparameter ratio = 16.7.
In the title compound, [Cd(C 9 H 10 NS 2 ) 2 (C 10 H 8 N 2 )]ÁCHCl 3 , the Cd II atom exists in an all-cis distorted octahedral geometry. Chelation is isobidentate for one dithiocarbamate ligand and anisobidentate for the other. The chloroform solvent molecule is disordered over two positions of equal occupancy.
Related literature
For the crystal structures of other cadmium dithiocarbamate-2,2 0 -bipyridine adducts, see: Airoldi et al. (1990) ; Deng et al. (2007) ; Ivanchenko et al. (2000) .
Experimental
Crystal data [Cd(C 9 Experimental Ethylphenylamine (20 mmol) and carbon disulfide (20 mmol) were dissolved in ethanol (50 ml) at 277 K. Calcium chloride (10 mmol) and 2,2'-bipyridine (10 mmol) dissolved in ethanol (50 mmol) was then added. The white solid that precipitated was collected and recrystallized from an ethanol-chloroform mixture.
Refinement
As there is some disorder in the ethyl chains of both dithiocarbamate ligands, the C-N distances were tightly restrained to 1.450±0.005 Å and the C-C distances to 1.500±0.005 Å. The chloforom molecule is disordered over two positions; the occupancies were fixed as 0.5 for both components. The six C-Cl distances were restrained to within 0.01 Å of each other as were the Cl···Cl distances. The anisotropic temperature factors of the disordered atoms were restrained to be nearly isotropic.
The phenyl rings were refined as rigid hexagons of 1.39 ° sides.
Carbon-bound H-atoms were placed in calculated positions (C-H 0.93 to 0.97 Å) and were included in the refinement in the riding model approximation, with U(H) set to 1.2 to 1.5U(C). CHCl 3 at the 50% probability level. Hydrogen atoms are drawn as spheres of arbitrary radius. The disorder is not shown. 122.0 (6) C17-C16-H16 120.0 C1-N1-C2 121.8 (7) C15-C16-H16 120.0 C4-N1-C2 115.1 (7) C16-C17-C18 120.0 C10-N2-C13 119.5 (5) C16-C17-H17 120.0 C10-N2-C11
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å
124.2 (6) C18-C17-H17 120.0 C13-N2-C11
116.1 (6) C17-C18-C13 120.0 C19-N3-C23 118.0 (7) C17-C18-H18 120.0 C19-N3-Cd1 120.6 (5) C13-C18-H18 120.0 C23-N3-Cd1 120.7 (5) N3-C19-C20 122.8 (8) C28-N4-C24 116.8 (7) N3-C19-H19 118.6 C28-N4-Cd1 124.3 (5) C20-C19-H19 118.6 C24-N4-Cd1 118.4 (5) C19-C20-C21 119.4 (8) N1-C1-S2 120.8 (6) C19-C20-H20 120.3 N1-C1-S1
118.5 (6) C21-C20-H20 120.3 S2-C1-S1 120.7 (4) C22-C21-C20 118.2 (9) C3-C2-N1 104.0 (11) C22-C21-H21 120.9 C3-C2-H2A 111.0 C20-C21-H21 120.9 N1-C2-H2A 111.0 C21-C22-C23 120.5 (8) C3-C2-H2B 111.0 C21-C22-H22 119.8 N1-C2-H2B 111.0 C23-C22-H22 119.8
